The frontier molecular orbitals (FMOs) and their energies (see below) were computed at the HF/6-311+G(d,p) level using the M06-2X/6-31G(d) geometries. Kohn-Sham orbitals provide poor estimates of ionization potentials of simple organic molecules, and the medium size 6-31G(d) basis set often gives inaccurate unoccupied orbital eigenvalues.
[5] Fragment distortion and interaction energies of transition-state structures were computed at the M06-2X/6-311+G(d,p) level using the M06-2X/6-31G(d) optimized structures. Constrained optimizations with designated distortion angles of sydnones were performed at the M06-2X/6-31G(d) level. 
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